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(2) 1#H2 0 0 1 -52 1 943 

»J7A"frrt©fc«>*><frJ*:/n hn-^^P., MCfitUftfioT, 

f ^**tf i t £M 1 1 h > lfc^7 * n> 9 - 7 ;w3*'j xa k <}: i? , #re 9 ^ 7* 
7'J-+^)Ii#ti^ML (3HR3*lfcS$NM£(±> 3>bT7 h 'JT^*© 

it) H«»1"4Xjg; 

ntlii: ligHftft* J: *) 3 JiTv* H ft £W O J*c W v» T v» 4 i * 

itif)?)3D2fti]|M< 3 >t*7 h U 7 )\s*LWJfo<r> X h r- 9 X 
J <DX±)t%2> ( T3*-x hf-^^-^J li> 

ZtX\ 3>tf7 h 'J 7^4fi!(;^<7)7 :f -^^-^$-i^ a hnriv^'J X 
- =r- x h7 , -*^-*fl^7*4:*^fB*tt*<&fr*»jSfcov*T, d©«t 
^ 77-73*7 ( pharmacophore) gy <7)Miftttf;<7)#fe (dtl£><£>7 7- 

7f#2&> «^-^Kt-, 7K*^#7^-tX^-, 7-*>M0 f #f-* 
>1*0>4?fc< i fcv»<o**-£tf£ J: IT? £#tb L 



(3) #^2 00 1-5 2 1 943 

- "7 3 T ( pharmacores) £ yij^f * IDS ; 

-^ft§Tftifr^i6fcW*"*-*77- , 73*7 (Pharmacophores) 

^T<3#X&*lfc&#fcii<7>:£^&7>r 7#-7'J 7 h^f3¥W7-f 7# 

- 7 'J > b L , > L T *T»& ^7^/7')- ft ft 
:oW?7-f 7#-7D 7 h in ; 

- ft CHL T tt£f A $r«7<^1- ft ft KttiE 3 ti ft M*-2»t H 

-7U > hOHO«1ttttORJK*lrlfi1-4^ftftffA«ffi*SElt-*-4Xje ; SO 5 " 

- 'J - Mfc-g-ftO 7 -f 7 #- 7 »; > h Srf^jft U ±fcff «t •? - ft f>o 
7 * y if- 7D 7 h £ £ 7 -f 77 >; - 7 * 7 7'j 7 h t Jfc 
t£Ls •?■ LTff ^«M6 J: «9 Wtt*i*ftff f> tift , pT»& * 7 

77 

*«r«i1-ft#8; 0 

(General Diversity paradigm) j fc£ttft£fcft$§#<o 'J #7 K<t>7t5 U 

- CD N <7>§&Sij7j £ft7dk-f ft £ ft MM^JS&o'lt H^^tfclE MUCt 

f^ft^*fcft*ft^^<b^*ftWftffiiiAffjft*ftWbi-4 J:^*, ^f£5r 

? w 7? y -ft-*** v «t *k r*§#»iftH4^ 

ttt4^^7 7MA (Receptor-Oriented Diversity paradign) j lc£i/>Tfl>T£<7>^: 

k £ #y- ft < t£> ft o n <?) ft so t) * > i *i k n l t is &m®& * n * * v> «t> 

£ #Jfc 3 *Tg7Cfk1-ft fcft K , I? £M (7) <7*t B^jMKIE $ ft ft £ t 



(4) ^2 00 1 -52 1 94 3 

ft*-*-**:*, Xtf/XMt*? 7" 'J >^tKfoa£«*tttWl)6at*ftiJDS 

i:, *#«il#Xfl*£fc* 1 - 3 o^-f 1 M 

fcHfr^ft-Tftl^ 7^ 7? V -«>*»*£l&«fc9l > 

i - 5 ©v»f ji* i mm<r>u& 0 

xfi (Xfli) ; 

-MLfciPt^l-W^t^ti ^*JjR-6»L, WW * fill Mr*-* 
iff (ill 2) ; 

&iMfc*ife*-*-*X|i (lig 3) ; 



(5) #R2 0 0 1 - 5 2 1 94 3 

-r^SLJZ^'L^n-lhLXRjZ^^- (SI, S2) £3fMU 

Mi£r£*i-&i*s (1*10 ; 

(si, S2) <DV®m<Dmw^m-*MZttML, t i> 

^W<7)iES.0 J Mm#^Ba#Sy : ^^1-&lfS (1*16) ; 
- 5 v * *< <r> 2 D B& HI * * CO g SIS ^fflS A ^ £ W ® Se 1" * Iff 

(1*17) ; 

^iit^o^^^ ->g y*'&h^M (in 8) ; 

-#(btl^^Hlit#: (1*18) W-e*L-e*Ltov»T, SM«»»36*«»f» 

?y**<&&s»***4ie»*ia«3-£*ie (is 9) ; 

ZttfciBoTi*tt*ffi*ft?9 3 li^fi (OXYZ) KfcJt 
4lS^»**ftt4Ii (1*19) ; 
-#7-/** (S 1 ) H^A- h (S 2) <7>&f>v9>&4)<7)fc * ? ^'J > 
VUhti&t^XoHk&yKD') X h£ffr£1-&I*i (1*1 1 0 

) ; 

-WSfrfc-^T^ft (1*11 0) *^-^U IT«7y*Wj!f (S 1 
, S2) f§£>*lfc (1*19) ^T^ft&OfflfflTOfcttftfcfiffcRtf* 
tiWitf ffl ? <t) 7 r - -7 n * 7#fe<7) 'J x h k-ffiKWmL, $r 

i^&&K£V)m&Ltzw.*<D7 7-v3*74#fe*?fM"t*ie (i*ii i 
) ; 

-»l^)7yA^ (SI) (SI i ) £&2?)7v:*7^ (S 2 

) (S 2 j ) fc&eu if^iI^XOYIi:»LT»L 

(Z) Kr&oTM;i3-£, ^LTftLv»*fcoJaiffl-C®ft$*4m (I 

*i 1 2 ) ; 



(6) ^2 00 1 -5 2 1 94 3 

xm i 3 ) ; 

(#74 ytf-zfV y h££ (FP) l±, 3tjeOM^7t-73* 
7#fe(fa, fb) i77ft4ra^tfL<> *o±&offi*5J-«fc 

53**74 >3tr-7*'J > h£#&Xfi (^<7)^7"a-t7,^»L, ^otrr^tt 
**7>f 7*9 'J -£SeH1-4, 1-KTo3£«**ioMo?rii64* y 7°'J y^&jft 
^T<7)7^f yif--f') y voyuvti'B y) (Xfii4) ; 

K-fb^ftx fiasn 'J is y m&z a - Ktt't-r * xfi (i*i 15) ; 

(fa, f b) K#jtS1-4E«59-*t*K«)^Jt«1-&> »A* 
ig«r#A-t&xe (Igl 6) ^tf 
.-»1ttttll I A*[tlW1-*Efl'»t«l!6K:J: *K (mo l 1) Kft-fa 

«0^T- (mo 1 2) *90^1-4Xig (Xfl 1 7) , 
-i: ; 



(7) t#S2 0 0 1 -5 2 1 94 3 

t ; 

^#|Lt, ^#1-«>#^«l<l:^*^B^1--i.>l<k^#®i:^i>. ft * « 4 !2« 

- ft@ ? iv>:^ Will" & * <T> s H % %> tL$m £ »t 

- {£x * )v ^ - o & k ft t r « wra smut get £ t a i t mw o £ * 
x * )v ^- iftfli it* * ftmi- * x * » 

Mtit-r* 1-4, 2o^-f*i^isse*o^feo 

[ff$|14] 7r-v:j*7#fe^^ s 6T*&4&ibii\ §T?>M@2 
1I*ffii&t4£j£Lfc£ftfll&7'r >#-7*U > 2 5 2-f@(7?Sf 

[if l 5 ] &SiR5HPo:fc#:*feft£ 'J - Kft^*«>:fcfl*i&ttKfi 



(8) 2001-521943 

m&<D$k* * v y y u f UA*F4 7-( vjtr-7'J > hmttff ARtfAJJ* 
1-14 ©^f l 

^7^7*7 'J iOJ:^4BB^3l^< 1 5 

1 7 ] #nT«&& n y V* h U 7^£fiE»* s , if *H 1~16 

7*7 U-o 

Y<r>mU. %.V&ffi&)fr®K£2>, gt^l 7 B*© 9 4" 77 'J - 

?f&l87 7'a-?-<^£#<95H 1 !5j&^<!: Lt©7-f yiS-~fV y h (Fingerprin 
ts) offljii 0 

TO2 1] H4fc$3;»l4-«£ (I) Cst** Al±, C = 0> C = 
SXfiC H-OH^IL ; nJIFmli, fflEtiMK, K 2Xfi3-C&l9, A 

[ff*J£2 2] [27^Mi&-« (II) [^pK ytiU CK NXiiC 



(9) 2001-521943 

[ 0 0 0 1 ] 

fi ^ 7*- * M , * L T S to K li f& 14* fc-frfc olfe £ 7° n -fc * <7> gg, 
5&$*±#3**fc*fcf0ffl3;fc4#*7-*-- ^IMCitJ, 
[0 0 0 2] 

* * 7*- * ^ - * <D%\t^m t #JHXtt U - K-fb£-& 4: tf> RQStlttffjSl * IP 
fit, ^oci^i^^Sr^l-*, i»^^'J-->/7i^'JXA ( 
Virtual Screenings algorithms) X n ^ , mmmWit^^ UMBfclMI*) 
ft* MR* * fc fcfcltffi ?tiJ3>ea-^i:U7^D-fii, ttcjjjf. fix 

fi^co i; # > K<75 r K v * y ?\ <D -> 5 a. - -> a > (Ajay & Murcko, 3 . Med. 
Chem., 388, pp.681, 1995) XttS ft ji^-ataT^o-f- (Kollmann, C 
hemical Revue 1993, pp.2395, 1995) , XfiX^V--=->^3DT7*n-f- (T 
ripos Technical Notes, Vol.1, Nr. 2 - Molecular Diversity Manager, Octobe 
r 1995,i|r TM S I J (Molecular Simulations Incorporated) jy^eyf 
D y A <7> -b «; 7 x 2 H&ll&jl 7 - £ ^ > f- (Cerius2 Drug Discovery Wbrkben 
ch) ) <7)J:^ #<<7)^^^7 7 s n-f-^^ S ^|^ ? tLT§^o 
[ 0 0 0 3] 

* * fc £ > # M 7 >f 7* 7 'J - » tr f IJ ffl pT 116 4 it^ to J 7 ^ 7 <*> 

K<fc ^i&Mlfc, 3 > tft h 'J T^ttW^^y g ><7>i£^£><7> 

fcf&ISifc 77-73*7 **l-afSl4*?TI6 

[ 0 0 0 4] 



(10) ^2 00 1 -52 1 94 3 

& o 

[0 0 0 5] 

Higgs, Bern's, Watson & Wikel; D. Chem. Inf. Comp. Sci. Vol 37, No 5, p 
p.861, 1997iz£2,Wim<7)£i%, rai?il/t:2D77'n-f li, 

[ 0 0 0 6] 

TCOMFAJ (Jfctfc^H^ftlflT (Comparative Molecular Fields Analysis 

) ) fcOftfJU. h 'J#*tf> (Tripos's) 77°n-f-o J: ^ M^m*W^T7° 

[ 0 0 0 7] 
[0 0 0 8 ] 

j&tK07 7-vrr*7<7)7^ >#-7''J > r O^OTt^ 3 D£*fttt«iitiMR 
5* -*-^ft&ffillfc£teffl LTO£*lfj*)7>f 7*7 U - - V ^ J: 



(11) 1$3t 2 0 0 1 - 5 2 1 9 4 3 

[0 0 0 9] 

&%>W&M 7 4 -?v V -7kVm$\W<vuy \£t h 'J 7 )i^j£<7)7t#<7)-£-fiJ<;7'n h 
3>e:J- HJ 7^£M*P\ fUfflpTI^S^W (Building blocks) ^^fifc 

frmziitz7j y y hKttm-f&^y^i- h «j 7 fH.fom^&ztix 

[0 0 10] 

h } ) 7^^-S;^i3V^T^ffl?tL^^7°n-t^n^ft^^^^El5^- hi--X 
[0 0 1 1 ] 

* > 7* >; > ^ 7 y Ktt lt 3 d i#itit#o 3^-/3-/^, &k \Lfcm& 

[0 0 12] 

- i *l t> &$> & m <r> ti\m m s. c«l#* & <o % #i&£« u ft 0 - 1 £ mi* > 



(12) #J|2 00 1 -5 2 1 94 3 

'jXA^^itMtn) 3D7-/*ii'7 f -?^-^i:litSI|l ; 
[0 0 13] 

7 r-7 3*7MoMi^SI<7)#fe (i*i£><0 7 r-73*7#feli ^9- 
T-MtS2^ffl^5^^^1--i,^«!:ic^#L-C^l9> ^og^'l'^ 7f#2£> 7jcf 

<o^£^fr£i:£#iUT.i>) fc^l-ftt^E^^aJU fit T-®tt7 
r --?3*7j (BP) UTM?iUiH:44, , ( 

T-oJ; 0 fc, rtLf>07 7-vn*T#feOl-'<T<7)prt^W*lE^1-&XfI ; 
[0 0 14] 

-#-Itt7 7-737 (pharmacore) |;o^T> #x. £ it* SH^^StfW* 
[0015] 

-fl^OlTOfiHW»jtH|Wa-r*-r'< , rO-tttt7 (Pharmacore 

s) mm%^&*^&$.vm&y * vis--?*) > h-<? *-*m£u -r^ 

[0 0 16] 
[0017] 



(13) #«2 0 0 1 -5 2 1 94 3 

7-f >^-7*'j > Y *^ifc<[>k$>z>y 4 y*y fr^y j >if-7 l ) > h ^Jt 
jyyv-vfr+zmiR-r&xm 

[0 0 18] 

#£<^M°"I$K£^T. ff^a^^M*^^H^fi> v>=b^4 r~tt£«M£ 
(General Diversity paradigm) J M£*t4> i^J^ft^'J*^ 

$)[&'\$.^y A (Receptor-Oriented Diversity paradigm) J Kfc^TBfJg?) 

g£# m jg^-r * \t% m<n> n o nsi * * > c ti k n l t %&mm®. * # £ a ^ * 

[0 0 19] 

»i U>£MW-£</>T, nrS614*i7>f T-^U-Sr^BE 

£ L}4Tirf 4¥^0*4$(7>#£K<): *K f"Jfflnrt^fi^^^7 e n ha 

£j£Lfcnrfl&t£&4 7-f 7*7 2 o<7)B B ? 7*>; > t I 

ffc#» * * tr i i: * » Jh1- * * t , ^ WJfi-frXS * * tr . 
[0 0 2 0] 

fMR3*ia«>-eiifc<^ Rj&tt+'d^awfW^w. atfrws^m^s&^wieff 

0 JK t tc X 4 Ejfctef - * £ U k $ * 4 fc* fcttfE 1-4 i £ 

[ 0 0 2 1 ] 



(14) #312 00 1 -5 2 1 94 3 

[0 0 2 2 ] 

*|«J«>#8:fcJ: >K *ftWT«*?*t4«MR#*^tffll»)*4 9>f 75';- 

,M<da*7> -*-^£&g1~*>fcft£, Xli^(07-f >#-7U > Hilt 

HJ - O J: £Hr U^ilJ 7 7 n - f- & £ ft fcltffl t & t § & o 

[0 0 2 3] 

[0 0 2 4] 

*77n-^(i(i, 3>lf7 h imWfc^Kfctf-Mtfaft K^y^W 
[0 0 2 5] 

hi£, &2>lt&®7 4 79 >)-<D-fr<D rt§ ( blind ) J ** , J-->$'*'t> 
[ 0 0 2 6] 

ift«t n W?y<< Ati, n > if h 'J 7Mk^«7^ >^*-7'J > h^lT 
$14* ftififcR tTMttOXg, r-tt#*tt (General Diversit 



(15) 2001-521943 

y) j /^NAtSoX, toiiril6te**?>f ?7 'J -frb<r>*<ny r -^a 
*7«7-f >*r-7*y y hi:|5Lt, WJ^ Kfc*HttLfcJS14**rilB1**>* 

9w 7-9 v - w#j«oifiao r iStt'fb#»oi?is6tfDxe, r$#^iRji*#«i4 

(Receptor-Oriented Diversity) J 8P&$II6£ fcfc<*>>* 9 > - *-4> 

*ttffll-axii**tf 0 

[0 0 2 7] 
[ 0 0 2 8 ] 

[ 0 0 2 9] 

l5^lio^T(0=^0^«44jS:0--XSr ; 3 t *|!SJn-r* ; 2 4 C PUB#M 
SfclJlO, 0 0 0miX"<Dlk&®*$km-t2>c\trf±l&2ilXV>2>M$ I (Mo 
lecular Simulations Incorporated) <nv7 h 7 j. 7 (Catalyst) J <7)j; 

ft****5i5T1-*Ofc, fcv>"Cv> 1 0 0 0 B£jgx.& at^It^o 
[0 0 3 0] 



(16) #«2 00 1 - 5 2 1 94 3 

? v * ^ofiflkitftfll it#**K|S# 3 -fT\ #r L < M 3 *Ljte-&-fflHo 2 X 

# *i £#flnt # (i N n*- x h r- 9 ^ - 7s ~*<d z. a h w&am m 9 v * ;u * 

[0 0 3 1 ] 

Bfrh&&zttf-?&z>m&-&mv (mx n) *o3^e^b»;7^4jft»oi» 

iS^OT^-b^lix (M + N) i^)B B© 3 D^f 
[0 0 3 2] 

£jftLfc7-f y Mi, 1 jtt<03f 5e<0 7 r - v 3 * 7#t»: -77ft 

By mk.lf3--V 7 7. (Unix) 7-nr-y3ytl^2O-3O0^i^ 
[0 0 3 3 ] 

#f&Ke>»J<*> 1 fit) fi * BTffitt* * =« > tf t h U 7 ;1/4js£«5 7 -f > 7° 'J > h 

[0 0 3 4 ] 

©fl&Oifll&R *7#fe ii > Hf^T ^t^# HI S * #JS L 4 # £> * 



(17) $=5*2 00 1 - 5 2 1 94 3 

tfg»1-&fc*08M?r^7;i'3*'JXA 7-f J^-i:|«t4, Z<D£ n %%&<D%l 
'J -Xo^EW&^n-^- h ; 
- H 3 , . D A T ^<Dlfc&KM-t 2>M&y 4 7y*)-<7)Z? 7. \ 

-H4 > ( I ) ; 

-15> <t£>fc (A) ~ (D) Wffiit ; 

-0 6, \Y&m% \ <r>m^\ 

-mi, K&m (e) - (k) com^.; 

-18, #bb>; Kfc#1-**HfcU4ff/Sl : Y -5H^ 1 ogKi, *£$:jE 
[ 0 0 3 5] 

4f£ (BB fcOf tfft*) 9 fcMfrO^tt^-'JUi 

[ 0 0 3 6] 

££-«Xu h3-JWi, tDHJOBBfl^fcfcuT, fit I < liJ6£Jfc^fll£o 
4 7 >u =r u X i» a , a oft* o« ffl rt -e * 4 o 

[0 0 3 7] 



(18) 2001-521943 

-Wlxtf, il^BBt LT R 1 - C00H> S^$2<0BB i: LTH^N- 
R 1-C00H+H.N-R 2 - R 1 -C 0~H N"R 2 +H 0 H 

Xfi 

k#2<*>b b^<t># -7 >7 : 

R 1-NHi + I m-CO-I m - R 1-NH-CO-Im+H Im (I m = ^ 
R 1-NH-CO-I m+H^N-R 2 - R 1 -N H"C 0~N H-R 2 +H I m 
[0 0 3 8] 

F7>X7-t-7- (±<D$|-Cfi#>i/**~;i^-C~ ( = 0) -) fix M*>R 
jCtt**rLv^wnil§iftx.T, Sfi -ctt ¥ fl-e 4 g>£ -e^Kf b b * fSffl 1" & 

[0 0 3 9] 

SSICT^'JXA?^^- (ik^y j - kU¥im&) li>#BB^ 
[ 0 0 4 0] 

A-T-Bl (Tfi> UtUU5>^7*-7--c*J) <*>£l£&£#* 
fcRJfc/*- I-*---?** t#x.^ti^>o -tUi, #W-t4#>f 

4^i:t% bb^ rt§r&-r&j fca^^wisfcfl^o 

[0 0 4 1 ] 



(19) ®m 2 0 0 1 - 5 2 1 9 4 3 

Xfl i : »XT : 
llWCF|2||fll (monoaronatic) 75 >) , 

#iD?^^^^*^S^ h7V^7*-?-l, 

- 1 ftBT gg 4rit& O B B c7) jH 1 * M 1" 4 Htt 1* > 

*fcfl#7 -f * * - KATJT^ B B77^ ^O^FjeaCHtt ; 

±R&<b-&#) (R-NH//C r%t°) *>0<): <9 i'h?v»t^X©3^ 

7 * 7^7*^*7 7 (connex subgraphs) £ *l*#>f * >Oll& ; 

X*I4 : BB+0#RfcWtB*Wff ; fcS>J!R£\ StfiTOlTfrt^OBB to 
fcM5-«j&» (ja*RJEtt+'^fclf»f*L4) O#th 0 BBO-£B ( T 

4 (*f(S1-4llfM-**aJ»0 l BII»-f-*ie) o 
to 0 4 2] 

tflxtf, T ^ K-ffc (amidification) 7-0 -tX KfctfS * frtfym.X\ M8t^ 
-OHF|^?iiT, Ej£tt't'^3& f *im?*->^3|tKSE3*t4 : R-C ( = 
0) -OH - R-C' (=0) - Oi % EJBtt+^*«*1-*) o 
[ 0 0 4 3] 

[ 0 0 4 4] 



(20) 



#112 0 0 1 -5 2 1 94 3 



R-HN'-+-C (=0) R-HN-C* (=0) - 
[0 0 4 5] 



&*m*&m®K&^XM&ttm^&Wi>iK$L®-tZ> 0 Ztih<DMKli, \y 

v*)l/J kWHH, $ 2 mtiii&Kfc^- Yf--^**)*? <, Km 

[0 0 4 6] 

C&MmiWK&^X, ^y^^KD^tWi^ 3i#WHT^-fe7>PrtgT^«) 
[0 0 4 7] 
[0 0 4 8] 

-BIWKT^yattt, *f^It^, -^«7?>fi, »=M4fc3;»t* 



(21) 1$*2 0 0 1 -5 2 1 94 3 

t ; 

[ 0 0 4 9] 

, hj* (h>; a- K-><;^) ;**-;niM£: 

R-HN-C* (=0) -+-C (S i - R-HN-C (=0) ~C (S i 1 
[0 0 5 0] 

IS 8 : i(7)ft^(7)4DJ 2DB&EI£, Wx.tf, Hife& (Catalyst) j M S 
I v 7 h 7 x7i: J: 19 sfeff S *t* ifrBfi* ^7 'J > L "C , C 

[0 0 5 1 ] 

IS 9 :Xg8-c#t,*ifcit#fl|j6#0'e*L-€'iiicov>T, SW«»»**4* 
[0 0 5 2] 
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x * jv $.fom&fo*ifomt * x * 

[0 0 5 3] 

*oZ#fci&oT£SilS*«!MSW***fcafc, 3^tcOXYZ (3-Dime 
nsional OXYZ) fcJjR A *l*o A^fltilfrOM 

[0 0 5 4] 

Iil 0 : SfcJUfc 1 -t 7 F^7v*Ji'S 1 hi-- $ 2<7)$>b® 

[0 0 5 5] 

[0 0 5 6] 

-1*11 1-Cti> X*Il 0'C?Ji?ftfct'<TOM*/l'-^L, aveth'J 
7^4ja**«jft1-4§T09y*A/0» (SI, S2) tf>\ t^i^6^> 

fiJfflra*fi:#flliS#-5-ii^it (Sh, S I2, ) Xtf (S 2», S2i, s 

3 3 , ) MO i ^Xfl6^im3iL^#^»<7)7T-vr/*7#fec7)-^f>^ 

£Sti£o J: X*14 ZilZ>Z.Hh<Dy VUto 

<D Rjfcft + 'k<9 HI fr L *£ sfe 3 ti & » *r L ^ & k K N « 1" & JE 7 7 

[ 0 0 5 7] 
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-1*11 2-Cfi. »l©?y**S lOfcStfMfiftttS 1 i »205v* 
*S 2^&:£fcflSi&ttS 2 j tifcfSLT, X0 YIi:MLtiM 

U SI i fcS 2 j ©H»c*fL<»Jft?*Lfci||^jEUv>|ES*rEI|I?*4fcii) 

[0 0 5 8] 

)V <r> tt\m *#oft^»t * » 2 ^> 5 V * ;u © * *i , # »t * *r L < $ *t fc 
[ 0 0 5 9] 

— $lt£7 7-73*7 (Bipolar Pharmacophore) (BP) £ £?t1~&', 7 7- 

91*. its 1 2®<Dd£mfrmits ttTff)J:o[:jEit?»iH s T-^ : SE 81 frill 
14, 5*>^ ho-A^JdliifCv^l-KT^JR^W-***, 5^ 

6*>^* hD-AowuiitT^im^***, , sm\ its .i + 3- i 

+ 4 t >n h D-A©Wi*LTV>4S^m, 2 14, 1 5*> 

Its frM<DT~ t4 77* Y*Um.-tZ>tz£>\Z^ T7 7V-J ft * >9 ^T-frfrft 
Wxtf, 5. 5 * h n-A©ii©gfJtii, 5HI2^<7> 1 0 0 

£ 2*>W#<EM <b LT (iitt>^#-*^5 0 Lv>$>fc<fc «9 ) 

*7#feO-TKT<7)nr^ft^ (fa, f b) fco^TEfcSft* ; 
[ 0 0 6 0] 
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&M74 yif-7 x ) y h'^7 (6 X 7) /2 X 1 2 = 2 5 2gl^7 * 

- h LT^?*L* (6X7) / 2 = 2 l fi, l?*A?*it 6 

7 7-73*7fffef l~f 6 7~* 

7- 7-* 7) J: ^LT12ti, 

. [0 0 6 1 ] 

#7r/**-7'J>MlfFP (fa, fb, i) (f aRCFf bMU »f 1 
~f 601^t*4) ^ 7 7-v3*7#fe<ajfrSE<&# (fa, f b) tvy 

B£«-C***LTV>4 0 fllxJX, 7r/*'-y)>FFP« (#f-*7, 

4 - 5 * v y n - a <r>mm fc-sr * *i& £ *i e> oagst 

[ 0 0 6 2] 

5HP7<f yif--f')y Y^ 7r-/--|tt77-73*7^- 
h 3 V n ^* 9 A (Fuzzy Bipolar Pharmacophore AutocoreHogram) ( F B P A 

) (i, £#m&7 4 >#-7*'J 7 r££ItU tiu:tt»tt\ .i^tt^M^ 

7 #-7 'J 7 ?-fi, Z<D±&ty*mf&1-&2^<7)y"Ji7)V<7)Wlfc^- K 

^t^T<7)7 f 7 #-7* 'J 7 r?)3 7 a >l±, M<D9^ 77 'J 7" 
n-b7^$U[®U * LTHMBI***^ 7*7 'J-^Selin, 
[0 0 6 3] 

$ tlfc 7*4 * * $ #14 ^ 7 4 7 7° 'J 7 r ^ 7 * - 

(i, BT^14*4 7 4 y if- 7* 'J 7 r 9 4" 7*9 U - (Potential Fingerprint Libr 
ary) (PFL) *Mt4. Igl - 1 4 li, ffLHkf 7n b 
SftfcfctffcJi^Sftx JrUv»3>kT7* r 'J 7^4fi£^07 7"fe7,$r^j«9 

mmWKmWM-VL (Building Blocks) Kfc»tiSEfl:«)HfS-eP F L©«*t 
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[0 0 6 4 ] 

Hi) ^it^ii^J: "9*tf MUo 
[ 0 0 6 5] 

st^^s^ : ^t^c7)#^hmi--& 2 ^coit^commm, m^f^MKm l 

EB41-&££^ S*-^tHi^ ^-(^oiitl'ftfF ^. c7)ft» Ktetfi £|$5t&)lf A 
[ 0 0 6 6] 

&®7 ti*?!) (ID2) (i, 

S I 7^3*'JXA<7)7 y l"« (Catalyst) J 7 7 Mi J; 19 Hi i> <D 

^iwTt, -j - vit^mx^m^) ify h*m&zxu 1 5 ^js^-cn- K#»t 
(fa, f b) ^njtti>mm^^^mm^itm-ti>, n&m 

m*XM 1 6 i:j3v>tfAtJ d t 
7^ 

[ 0 0 6 7 ] 

, pnorml (fa, f b) , pnorm2 (fa, f b) S^'p c 
ross (fa, f b) t LTgfl?tl& 2 HBOgB$H<llWi> WT^ii*) , 



(26) ft^2 001-521943 

[ 0 0 6 8] 

mi) 

pnormKfa, fb)= Z FP.molKfa, fb, i)*FP moll(fa, fb, p'e"****"* 
i,j-1...12 

pnorra2(fa, fb)= Z FP mol2(fa, fb, i)*FP.mol2(fa, fb, j)* e " a(H) * <H) 
U-1...12 

pcross(fa, fb)= Z FP.molKfa, fb, i)*FP mol2(fa, fb, j)V oW * H 
i, j=1...12 

[0 0 6 9] 

(iif, FP_mo 1 lWFP_mo 1 2 it. Ztl-etUHl <Dit^m (#J& 

lfc£ t» R tf# 2 o-fb^lj (KSMk£*) <d 7 4 y if - -f y > h -e*> t? , i a 

[ 0 0 7 0] 

pnorml (fa, fb) fttfp norm2 (fa, fb) ^|W|^H-t*n-c 

fc^otiCi o «t*fl#*tt, mo 1 ltmol 2 0«o£@ltt^»f¥££fl 5 

psim (fa, f b) li, J: >9 5eiftSH& : 

[0 0 7 1 ] 

[&2] 

psim(fa, fb) = 2pcross(fa, fb)/Cpnorml(fa, f b) + pnorm2(f a , fb)3 
[ 0 0 7 2] 

fits imffja»iJ:4*1ttttffAtt, fi*o**tS^£#"? : 
H*3] 

simile- 1 - C Z W(fa)W(fb)psim(fa. fb))/ C Z W(fa)W(fb» 
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[0 0 7 3] 

[ii-e, W (f ) H, m&tt (fa, f b) UIWt&fiA^JtH^**^ c 
[0 0 7 4] 

s i mff jSlSil-Cli, M^Oftfi, ^(Hpnorml (fa, f b ) t 
pnorm2 (fa, i b) ^-W-t*nti^#M (f a-, f b) > 

[0 0 7 5] 

M&o'tfB^W (f) (J, pnorml, p n o r m 2 > pcross O-fil^r 

ittfcf 2>#l£&iS:iE7 7 , n-f-K<J: *)#P>*i4 a 
[ 0 0 7 6] 

-Igl #J8Wfc*fcmo l lKWti*©*flllttff^8 i mffA* 1 

#SE<7)HJfllJ: *)/h3v», *rtti4**?-r y^'J-Wt^^mo I 2li, s 
i ml¥£.te<a±#?)jtfcUW3ft&o £<7>77*n->fi % ^•'bAflFftff/S; 

> ho<b^»wife*^n«|?sn4*MWuji i , ooo-io, o o oi@ 

7* 'J > «n # J: «9 JE5££ Sfc£ fc* £ J: o X , q"ffitt* * 9 ^ 7* 9 'J - 

©U,S**a^4o 181 8Ttt, mM^mv^-th% ! ^\z%^7 a ya--f 
h*tttt-fc£^&fcSSft*fc1itt, »<7)7 7-v3*7*4><7>f&£c7)|B] 
7r-7D*7^t^t) Sr ft^bt £ * & i'O , #bb K ft 
ffl'fb-&liJ^>'5-it-5'n*Ste^fc**ii:*^iai-* r3A77-A (ComPharm) 
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M^Wiv^fif, Wii:§|ffl?titCoMFA7yn-ftIHL'C^ 

o 

[ 0 0 7 7] 

IfSl9T'{±, (ComPharm) ^->*a.-;Hi, 7r-73*7#fe 

) ^S&ftM^f*^*, 7 4 >#-7*'J > ^ttllU D dtifflfrtLfc 
*>*P!C#8rtM**?1-* (1*1 1 1-1 2*#JfflOifc) o 
[ 0 0 7 8] 

Ig20?ti, (ComPharm) &ftttff£tiU tMrfb"fr»fci5v»T 

7 7 - v n * 7#fe i: > feJRfl-T-fc iv»TW U#"iL?>#J&1-& JK?- 
£ ft: t <r> m <r> £ m « S £ «9 ^. ffi W * * i Jg £ SIJ 5e 1" 4 «> * ir ( c jg £ ? H & „ # 
fea/;^^li^if,^pscore-ovr'l (R, C, f ) W\ Wfft 
K#X.f>ttfc7 7-V3*7#£,f 1 ~ f 6 0^*L^tllC^-f*M^)9 0flJt> 

[0 0 7 9 ] 

[«C4] 

pscore.ovrKR, C, f)sum over {j=atoms of R having feature f j 
(sum over {j = atoms of C having feature f}(exp(- a *dist(i, j)*))) 

[0 0 8 0] 

dist (i, j) tt, 5r^§T<OtItt@£ft L£I<^ i fttF j c^M 
OA-* ij ? KEMItUI-] o p s c o r e_o v r 1 <7>je«K^o-£, g&frltt 
«1ttteff A«U ttTo 2 ocoi^sftjtfjEl ? ti* : 

[0 0 8 1 ] 

[*5] 
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pseore_sirn strict(R, C, 0=2*pscorepvrl(R, C, f)/[(pscore.ovrl(R, R, 0 
+pscore_ovrl(C, C, f)] 

pscore.sim.match(R, C, f)=pscore_ovrl(R, C, O/score.ovrKR, R, f) 
[ 0 0 8 2] 

m&%mUfe<DR.Btp s c o r e_s i m_s t r i c t f±, RRVCtfm- 
■Cafe* t § fcRl) 1 K&*9"£ 0 L^L, p s c o r e_.s i.m^m a t c.h fi> 

#feliC &fca6> p s c o r e_s i m_m a t chli, -f^UC^ 
^?>fltm, (ConPharm) ||tt|,^It|Et^/:)i)(:p 
score si m st r i c t <t ^ lit; p s c o r e s i m m a t 

o p s c o r e_s i m_ s trie ttli, £*Hfc-£ftfi> 
[ 0 0 8 3] 

7 -f > 7* 'J y Y Olfr&ifjSmi, 3 A 7 r - A (ConPharm) <7)E^|f^(i 
> p s c o r e_s i m^-T^Tc^x. & f <7)M^o**tTO t IX k 

H^W (f) £tf±0^&+^M5E$c7^7r fi, 7^f-7"'JvMf^,i 
US »; J: "9 Wffi t ttffl 

[0 0 8 4 ] 

XfI2 1-Cfi, 3A7T-A (ConPharm) EJg-ffci;/ v>li, AftftiSttOtt 

(Ri, cj) s.o f ffi^aeifi] (i*it>tt, tA«ruj&K**tfcj:dfc, 3A77- 

A (ConPharm) £ £ft*^1-;z> T i h Hi ) *Av>tB1-fcj&fc 



(30) #3|2 0 0 1 -52 1 94 3 

Mfcm7fr=?VXAZfemt& 0 Clc7)^3A7 7-A (ComPharm) gf^ji, 4" 

[0 0 8 5] 
[ 0 0 8 6] 

<7>'J7 h^'Si&U LT^dtH^Sr^fc-frfca^lft YVTfrU 7*7 V - 
lie?) J: o 4BBi:i^<, 
[ 0 0 8 7] 

-IW^^A (General Diversity paradigm) RO^SftJ&lRjtfcrt^ $r 
A (Receptor-Oriented paradign) ) £j; 19 f§ t, ft & 0 
[0 0 8 8] 

«s&j -9-7-fc^ Mi, i«ftt#«*t/-tD' bmmmm.Ltcw^MmtK m. 

^tfeo 1 ; K7 7 5 >J -^^tcitiLWf), racf§^v> 

#^<7) 'J # > K <?> O SE t #41" 4 -filtt 7 7 - "7 3 * 7 <D¥-%3&}mm £ tfo'lt 

4 o 

[0 0 8 9] 

££#JBGH4£flM4A9 **-f A (Receptor-Oriented Diversity paradigm) fj 
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#C#t4?>f 7*9 'J-*)-*** U-->^*£ : £^cKl^»tB^ L £t£iE 

i&a-C* * ^ * Wfll 1" 4 i * & o 
[0 0 9 0] 

(Recursive Partitioning) N (Neural Networks) x 

tifl&05jE*fi9fl&it-ffrtfclfM (Quantitative structure-Activity Relationship 

s) J: *) sfcfr-f 4 1 1 § 4 o ffittttff A li , * Sr 1 4 £ 

* - ofsttf k *■ & 9 1 + & m £ £ ^r-r * *» , mm 2 at 4 j&tt k m. * *s & # 

[0 0 9 1 ] 

Sto«##Ji* (Recursive Partitioning) { ±, ftgisrfl&fc fco (4»^W«tt 

•t7 f (fr^is;^ l-&^*>> 77-73*7to7r/f--/'jn) est 

nan-re* * 0 *<Dfr?*ft&<svi>fr*&&¥fcm&t2>&it&to0>mteft 
it£#>ET sA^iii, *&Lfc rsMtftioj st^-eo^^wiaa 
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[0 0 9 2] 

> hj-o r*j tfluati. fl-aiwiifi, as w Virata- fr^fc* 
r^2j tanas arc, ziiK$tiikffim i ?f%;&t^m2ti2>%t>tfmx 

o 

[0 0 9 3] 
[0 0 9 4 ] 

-HtlUMS/t?^ A (General Diversity paradigm) D 

(^-^ftt^^aiU 19 EftttStifco i^R»4^^ 'J-->^77" 
n-f-WU ^fiT^ft K<*>»7gW7 3 yfb^fcO 2 11@<7)7 3 > 

tfi*t475 K<7>=» >tft r 'J 7*9 'J -<0^^r^ntL/co 4 2flO 

ffrfrttO 1 0/h $£7^7*77- OfgttSfe L T , IH 3 fc* S *14 II 

[0 0 9 5] 
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[ 0 0 9 6 ] 

**Ktt4fc, nu ngstia-as:^ (i) (st*. a tt* c = o 

> C = SXttCH-OHSr^L ; nXCmli* fflSltik^K, K 2Xfi3-C& 

Arti\ (#2.L<tiU ^Vv^fl/V, 4, 4' 

-tf7i-;K 7 x > b >\ 7i-jv^ 4-^0071-^^4-/0* 

WMCHt^o MfciJiL<ti\ AliC=0t$1- o SH**Jff4 L<«, 
-#5$; (I) K£v>T* nao f m»i2-C*&o S'bjtff LvMk^»»±, -J&5t ( 
I) Ali» C = 0-C*»)> nSCfmli, 2t*ii), <£ LT^f a & 

[ 0 0 9 7 ] 

<oa\ -tftfc^^tt (a) , (b) , (o ro* ( 
iffljfet^rflft^tt^wacrfflijtiwttftsr^r-rio M^ti, dat 

a****1-*^ojR1tt#oftit©fc*K, Mfclifl:^**)^ 7*7 'J -o»J 

2 L < »i«»©±awfk-&!»*^-tr, ik&VWJ >f 7*7 'J - CMt4. 
[ 0 0 9 8] 

& , mmtr 5 t, uti £ <b # & o 

[ 0 0 9 9] 
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[0 10 0] 

7^7*7 , J-(7)5S»7'f >#-7*U > FOtr-t-; b£7>^ ij-->^L 
[0 10 1] 

5 HT4U A*> K S 1 ^tfJ^LT, #^fift7? <j -^^7yn-fli, 
JTF£^L£ : 

- 6 oliio* h(7)v'j -X 0 ^ti^^fSfiJc^WfS: (1 iiB<7)T)i/n 
-Jl'&O 5 ' 2 81®<7)7 ? £|I-£-£-C, 7 -0^7 - ;i/x 1 518^7 5 >= 1 
0 5^1^* h(7)./h^v>n >tf t h 'J 7^7^ 7*7 'J (41@<7>7 

) o 

- 3 5'l@<7)-i-7.r;K7>-t 7 K 8l@<7)$x 7'fi<7)7)l'3- ;i/= 5 elS^ft;^ 
<7>7-f 7*7 'J -fc <fc >9$IJIS$nTi/^o 7^#-7' , r/h7^7"7 'J —<D7> >7 

v-~y yztitz*t-f^y y<o* y;<-T&z>z.ttf%^&ztitz, #Mb^t» 

[0 10 2] 

itlt>c7)^^{i, 5 HT 4££#4ffKj-C-7^ 'J--y^LT, ^c7)fS^7j 

7r^i: 8m<7)mi>i%'&%* iWN'v- h<T)4t)^6<J«^Sm^B&^-rSo 
[0 10 3] 

[fU] 
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%33518 
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3* 


%33519 


104 
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%33520 


104 






5* 


%33521 
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** 
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%33522 


101 






7* 


%33524 


103 






8* 


%33539 


9 


Inact. 




9* 


%21910 


65, o 






10* 


%21947 


61, 8 


4010 




11 


%21954 


51, 3 


7360 




12 


%21961 


49, 2 


32400 




13 


%21968 


57, 1 


11070 




14 


%21975 


64, 3 


8460 




15* 


%21984 


64, 4 


Inacu 




16 


%21989 


64. 6 


5490 





[0 10 4] 

<£>) o 

[0 10 5] 

) C5t+> Yii, 0> NXIiCH 2T*»K ^LTtiftlRH, tt£i(t&*£tr 
] UJ:»j|E3*i*o «FS6©**il*-ett, fi&£RI^ * (G) , (I) , (J 
) Zli (K) [st^K nfi> K 2, 3, 4 Xli 5 f ^ ^) , ^LTR' ti, 7* 
ff* L< HflfciR7)U*A/ ( 1 -sm^VmM Jf^****) , Mfcffi 
L< fi>f-^Xttxf-^T*&) *^jt«?$tL*«SS il»£^fro * (K) 
#SE«>flHi* 1 (E) , (F) W (H) -c*4o Mfcff* U< »i> -ttst ( n 
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<HU Y»iO-e*i9, ^LTS^^RIi, H7fcjj*3*U>A (E) - (K) (it 
4\ nli, 1 > 2^ 3, 4Xli5"C*»K ^LTR' tt, mtit m&<DT)\>* A> 

[0 10 6] 

*#ttft-6»»tt, H7fcSS*l*-fb-frlU (e) (YtfO-Cb*), % LTR# S ( 
E) -C*4-jRS (II) CJtlSfS) Mt**9 (f) (Y* ! OT^^ fl.TR 
# (F) -C**-*t5S (II) H#j&-?-&) (g) (Y**OT*»K L 

TR# (G) (II) t«-J61-4) Mk^tt (h) (Y* s O-C*»K 

*LTR# (H) T?**-*^ (II) Iffrfr* (i) (YtFOT* 

«9. f ur* 1 (i) -e**-**^; (ii) ;-ft^« (j) (Y^'o 

*ltrj&« (j) T&z-tsift (ii) t^je-r*) TNfcfco 

[0107] 

i *l <b ?Mb^ fi > M^J s 0 s / x ii Jt£lb^ij£ n js it a ffl ii u m 0 ft 4 ft * 

[0 10 8] 

<7)# ^ETT-p^f Sit #T § & o 
[0 10 9] 

±tg/7?Uit (I) Xtf/Xtt (II) W'fb'&ftXtfJRJfcW 
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[0 110] 
[0 111] 

S 1<7)#BB7^ viS-W y Mi, ftft& (Catalyst) yn^vAC^I 

? *i* s i oiiftmitfr^So' § ? n pj^tt* J7r/**- 7* 
u > h 7*9 'j -tiUfti ! b<7){i> =»•- * vr- ?^-xiLim&foK% 

oVTi^fco 7^ yiS--fv y h<D r77>-J ^5EtS»4Mil^'s 

[0 112] 

) *WRVfem-Z>z.to * h'BLXfWMJ-KTMz&W&U&mfty 

V>4) f*lU^!j»fet>f WitiJSi » 5 H 'J # > K-C 

[0 113] 

itLJbOH 7 h*M$tt2>tzt>K&J&2tl2>?y \£+ h 'J7^7 
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[0114] 

'J-->^ffiXO f aWHftWjgi©«IBi LT, 6 4 0 oieo-f^twiii? 
*4 5'f7? l J-li, V- KJEfr 9 -f 7*9 'J - o-^7s ? 'j - - y yfr £># f> ft 
fcB ZD c^ftt y bOJBHfcfc.'t'Lfc.o 'J - 7-< 7?7 'J -fcj|v>ttl S 

^^^T^V -tt, r-ilS:#«ttJ /<?>-^-C^FBPA*WttlfA 

<30M#B' i^-by h fcK J: *)&htl. *K 6 4 0 Oli^T^ 

4CJ«»A' i-B' ifc^-jSL/fc o :<7)I^^7^ 

77'J-^C, B ZDcf§fti:»t4Rv^/i'-7? h-<7)77 "j--^^ 

> ftjfiwj - Kit 7^77 -£7.7 >; -~yyi-&<DK®.m itz<otmci 

TV»4 («»J*49>f 7*9U--Ctt5fif#<»4-r*) -Tj'J-Kif?^ 
[0 115] 

[H2] 



1 0 " 5 M"Ctf> 
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M.fe7W7*7y- 
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[0 116] 

7 7 V- ~@147 7-"73*7*-f3VD^7A (Fuzzy Bipolar Phartnaco 
phore Autocorellogram) ( F B P A ) itflfeOlt&O^ < oriM&flgg?.f^£fro 

(FPT) KOMS:|ft«l1-4ifcU*o^o f ^iM7 7)H-->^- 

*>A*ft- F5>X7i7-if (FPT) fc>FiS14^ttSrttffl1-io *fcJS 

KM<&5MHB fc?Pfi&tt«l IOfflfctJIJ: < IWffl-C* (H8) c # 

H % H8ti^fe*iitt#ii % »fe*i3t«MttttffA*«> *BRK^offi14KfflM 

Lfc£t, f^fe*>, fmfcLfc7-f >#-7*U V r (Fingerprints) fcJloT, 
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FURTHER INFORMATION CONTINUED FROM PCT/RA/ 210 



1. Claims: 1-20 



A iiethod for rapidly retrieving similar, and therefore 
potentially active synthetic analogs of a lead compound, 
from a reference library of building block compounds and 
from synthesis protocols for the combinatorial synthesis of 
the said analogs 



I. Claim : 21 

A compound of general formula (I) represented in figure 4 
3. Claim : 22 

A compound of the general formula (II) represented in figure 
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1 70F 
6 38 



D E , DK, ES, FI.'F'R. GB, GR, IE, I 
T, LU, MC, NL, PT. SE), OA (B F , BJ 
, CF, CG, CI, CM, GA, GN, GW, ML, 
MR. NE, SN, TD, TG), A P (G H , GM, K 
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. AZ. BY, KG, KZ, MD, RU, TJ, TM) 
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[mi B] W18^1^5B (2006.1.5) 

[ & ] # g2001-521943(P2001-521943A) 
[&^B] ^13#11^13B (2001.11.13) 
[tU®##] #112000-519377 (P2000-519377) 



[SltBB] ¥l£17# 113 4B (2005.11.4) 
[f£IRITIE 1 ] 

ffiiEttmmMZ] mmm 

uy\£i- v <) 7 ^tk&wztt*) ±tf~z>%$£mm Kgi&t&xm ; 
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3 D mmg&fo *. n y tf 7 y 'J 7^4fiKt)C0 ["3*-* h^-^-Tj <7)A#2:&& ( 
-^-TJCggrr&X*! ; 

7 (pharmacophore) S<0fegfl«rt4R<0#fe (CI *l£>?>7 r -*r a *7#fe{i, fr^Mfi 
£ftfflO&&£&£7&£fcKfl^LTfc^ j^oSKtMSu 3HS«, K7-> tK 

1-^T<^nrfb^-^t47 7-737 (pharmacores) ^^7-5>Xfl ; 

-^ : ?-fiii4'^^ai?ti^#-»47 7-vn7ico^T, io^^itfrfltist 

-^^aTOai^filillCllji-f J7t-73*7 (pharmacophores) <7)-r<T<7)/it<7) 
3E^5M^Jt£^-if:a:#fSii7-f >2f-XU > h^*-£#)£U 7^T?>#;t fcftfc 
&#:*?f&c7>&#1?S& 7<f> **- 7* >J > r * f> ¥*&5HP 7 4 > *f- X U > r £ ft* L , * L 

, 7 7 - 7 3 * 7lf feOfflJJflillStt^ SIB 1 4 , 2 o<*>5HP7 4 yjf-7i) V h<Dffl<D 

-XU> hM1t*4 5'f7 , 7 I J-©W7'f >**-X'J> hfcJfc&U *L"Cip& 
&X*i 

I £ LTfUffll"* ii:i:J:^ r-tt^W*'*? X^ A (General Divers 

ity paradigm) J K&\f&m%2>£®fc<D 'J K<*>7 r 5 'J - ^KOt&SiJ^ £S7efb7 

79 U - fl5-^ * 'J - =- y ymZkK. X >9 , [%®m%ft&&m&'*y 94 A (Receptor 
-Oriented Diversity paradigm) J K£^Xfftfc<D&&W\^&^&iY>&ty<7)ffi<nmMl3 

U # 9 >' * HtK-Sttiz &®&mtm& KwXit, EIS14 +'k<*> ® ffl <7>MS 4: ftflflt # 
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fflBTi^X»l£^> &IiJttfcM#r$:lt4£ 4 (ZcoX i fr-PH 

[»*£7] *4-fb^«9-f 7*5 'J ntu ^^'J-->^t>W»i- 

is, gpp# k ct 4 #re 5 7*5 u - * t> o i ti h n4tem<om&% 
>*-£^i-4^£#mt-f4, w*a i B«©*tfe. 

- ft 0* =f »1££ * h ft 4 § T Jito RJEBtt 7* n 7 - ;u £ 4 Xfl (X 

fin ; 

- mm i tz&&%.&.tf%.-fr : ?z$trfr t° o fr*m& u #-f * y * mwt 4 xfi (x 

82) ; 

- «K L + <0 ft ft <7) T «1 <D#« * hs t , i o «fc ? ft 1 T <*> £ 
ft*-t-4XS (Xfi3) ; 

xfi (XS4) ; 



-#5v*#^ (SI, S2) (^B&ia^l^^^TKf S-#JDL, ^<H6 0(07 

iES0 f ftmW^H8^S0 f ^J^1-4Xfi (1116) ; 
- 7 v * )V<D 2 D «& m £ g -C* £ A ^2g|R| @ jgf 4 Xfi (Xfi 7 

) ; 

-£<7Mk^o£D4 2 DB&@^g6^^3Z#m^^7' , J >^7>(:#LTEiiM 
On W -> 3 >£|#£lfl (Xfi8) ; 
-Hfcttfc ggjlttft (Xfl 8) <7>*tl**tlKo^T, SWfctffcffiftfcSJllfRtfBOIfc 

t^m^mm^^^nn mm 9) ; 

oTg£*£^fi£S?iJ?-£4fc£K, Mv^rA (OXYZ) K£*t 4&fI^&£^#E 
1-4 xfi (Xfi 9) ; 

-#7vA^ (S 1 ) £^<7>A- h-f- (S 2) O&ib^ 4 * ? 7* 'J >^3-£4 
ifcfcj: f9#^^4-r<T(7)^#tlOU7, h*f^j*i"4Xe (XfilO) ; 
-WStl^-f <TOW (Xfi 10) fc^-yu IT^)?y*^# (SI, S2) 

£> fthtuz (xfi9) -t-^r^iit^ofijfflBr^ftE^M^fea^^irtffiffl^H 

^7 7-7n*7#fe£i?iHffi-f&Xfi (Xfil 1) ; 

-m\<Oy'JiJ)V (SI) 0#|£MSffift (SI i ) ^2«5y** ( S 2 ) O&lfi 
gjltett (S 2 j ) tllSL, &£<3&|gfcX0YiBfc#LT&«ftLT, IMML&O 
Hfc*rL<»lSLjfc«#©jELv»JE**B(IS*4fc*fc* £*i£>£«i (Z) Ci&oti 
*LT*lrU>tt<&JSH'Cia*£3-£4Xfi (Xfil 2) ; 

-r4.^0WOMOl-'<T<7)gggt^SE^7X^^ / 7>S1-4Xfi (Xfil 3) ; 
-77-73*7#fei:J: >)#4 ii:^-C^4H^-€:<7)^^W1-4S^<rj^H c t *} IT 

<7>M@et£ie&t4£fifcL£:£#fif&7^ va-m y ?-£^-f4Xfi (# 
7-f yif-zfV y (FP) li, FfS<0#O7 7—T3*T#fe (f a, f b) fcv 
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814) ; 

*m&-rz?v**>0> rasga- KtHas^TStisftasFJwy-?* yv* 

a>) (Ml 4) ; 

K»jt*3- K#»ff*xe (XIII 5) ; 

-m<?>m& (fa, f b) t»l£-*-*ffiJi5***Jt«fl9KJt«1-4, §¥£M£^A 
■tbXm (X^l 1 6) a CP 

-aWttttff^«tM1-*Efl'it«i6»iJ: »K (mo l 1) Kft-? ZZtibv 

attttffjft**, #SE<3Wtt*trc**l3"flB14**5'f 7*9 ')-?)t<"C<D^ (mo 1 2 
) Sr5U^4Xig (111 7) , 

*£tr£ + i*fil-7«)^WlfiS*©*tt. 

[m*«9] kit: 

-4S^W^ftT^4"ffipH-C, 7*n h>-fbXfi^7 , D h >ffcS«)W#Tfll«L$ i, -T 
$>& k%z_hti2>Z.k 

- * oi#|fii: # L T (5 I* IS! -<T> MM Sr i h £ t *»$U o jft ^ * JHf 
1] »7-f^ 77* h*H*1-&fc*fc, -^(D77-V3*7 

fc, » i ©36ltJitt^)JEi6tt+'Cf t * ? 7° v ^1-^ § h 9 > 7, 7 * - v- £ i £ 

4] 7 7-v3*7#fe<7)^ 5 6T^i,^<bf*\ .lT*>8fflB5tt*IBi& 
-f&£)£L£3:&M7 4 yiS--?V y \^9 9-ii\ 2 5 2ffi<DW : M<D'<? ?-K£ *) 
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$*BBfcafc-2< it 1 5*>v»?MtjM*fB*©:frt6o 

[ft**l 7] ffiltti^^tMJTMSW, 11**1-1 6<?)v>t*tL 

[»**1 8] ft^<?)iH#J^SEt4^T^oT, ift^(?)7r^#-y 
V > rtf>WIL &CW;lf4l¥£^£&?\ §f** 1 7 5^ 7*9 'J 

[»**i 9] <k#»©aiR#:*rajEt4*ife-c*oT, mt&m<r>7 4 

U > h ttflft, SWfl&ttfrfflfc «t * , »** 1 7 f£tO 7 >f 7*7 'J - * ij - - y y 

•7°u--f-<r)£ziib<Dfr3-U& : ¥-k LTCD7 -f 7*V > h (Fingerprints) offlj£ 0 

[11**2 1] H4 (I ) [*t<K Ali, C = CK C = SX(iC 

H-OH^IL; nXtfmli* +g£H*iIH> 1, 2X»4 3-e*»K Arli, %&m&T 

[11**2 2] H7fc?j*S*l.*-«-£ (II) [j^K Yli, 0, NXtiCH2-e* 
«9 . *LTfflft&Rli, «it*£^tf) o-fk^o 
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[ffcfr B ] ^FfiJS 18# l/§ 12 H (2006. 1. 12) 

[ -*§■ ] # g2001-521943(P2001-521943A) 
[&HB] 13£ U^13B (2001.11.13) 

#ff20OO-519377(P2OOO-519377) 



[%ma] ¥^17^11^40 (2005.11.4) 

[jjgjjRiTIE 1 ] 
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D7-/*^f-M-^i:fiL, I't'-t. hf - 7^-7j it, fa®.? ~J ii )\< 

h t & =r >; x a £ £ tf £ t * h 1M ; 

fe<7) 1 0^^1-r^TOWrfgft7 7-V3*T#fe*>fcJ-£2fl]3£U iiT, £ft<b<7>7 7 

«it7 4 7 #-7° 'J y Yfrb^frf-? 4 >#-7°<; >h^ftIL, ^LTHrtiBI***? 
^77U-*«fiioSO f «j|&-r^^a6^>r^¥^^7'f >*f-7°'J 7 h XH ; 

- A ft -6 \z m L T ft 80 ij * ft i tz tb K m X 3 *l & fi »t Ht- 'J: * 

, 7r--7 3*7#feOfflMWS5f14SrgiWr*> 2^ T 7^#-7' , J>'^W 

-■J- vil&tooyy 4 yis--fv y h£ftj&u ±iE§Mftfi&fc<fc «j :^07^ 7# 
-7*>j> h*^mgtt*49>f 7* yif--?vy btstmf, 

7-f 7*7 <j -w^^siMi"*xg 

[H*S3] tt*^2o©iStt'fk-fr«©IHIosp*9§E«**>'MI:t, ^o^fSffit^ 
, ft#H 1 I£«0^^o 

7 ->* * * * 2 d mo SLom&M&t y -f »j 7 raw ^ ^ a * t * £ t » mo 5 
<r>n •) > 7* u > 7* ? ntz i><Dt mu i ttfrnsRvmrnt 

ti> , i - 4 <7)v^t'n^ i miw.<D%&o 
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7*7 U-OM*£BS&ttK5l#fe£i-£ fit* 1 -501>W1«B 

%>~7 a - V'*y fern is fr^m , k.'\t&%!)<Dmfc<DJM*'£tr. & 

- £-5! ^ T «S ^ <b 4' £ 1 T <o fife <D Rift ^n7'f-)i'^4t4Ig (X 

ei) ; 

f 1 2 ) * 

mm-r&xm (xfi3) ; 

te+'fcfclftHLTRlBteX- Ft-7y'A* (SI, S2) »U flft8tA£|i£*"r& 
xfi (Xfl4) ; 

-§7v** (SI, S2) ^fcHoMfi^-frfct** £#7J0U 4?* < t 4) 6 oco7 
jE&O f ^S#Sr»^O f ?!l^1-&Xg (Xg6) ; 

) ; 

ft<7)3 l^^i/g >*#4Ig (Xfl8) ; 

-@^ti^ sg)$attft (rigs) <o**i-e*iuonT\ ^MfttffcsstftSriaiBfRtfffliifc 

ii££fffi£M3-££Xfl (Xfl 9) ; 

oTg**S£Hffi£fi?iJ3^££&K, ily^f A (OXYZ) MiJltiffi*^!**** 
1-&xfl (Xfl 9) ; 

-#r>'*^ (SI) £-?-<7V?- hi— (S 2) cO^rT £ * y 7" 'J > 7*S -£4 i t K X 

*)®hfi&-t'<xv>fc&®<7) 1 ) x hfcffoft-tiifll (xfii o) ; 
-yif sHfct"ir©» (xfi io) t^-^u itw7v*^m (si, S2) 
#5 tut (xfi 9) <t <r> z. n u m w a Eft tug mr n mm 3 ti 

T-<^7T--7 3*T#fe^W^-r^Xfl (Xfll l) ; 

(S 1) <7)#EMSMft (S 1 i ) **2©5f»^ (S 2) c?)#|e 
ggtttt ( S 2 j ) fcJMSL, if^Ii^XOYSiiCMLtitftLT, E&S1$#<P 
Hfc*L <»fiftLfcfi^<0iEU>ft3&@£3**fci&^ £*tfc£*i (Z) CfSott 
313 *LT*L^«i<OjgfflT*[BPtS3-eaXfI (Xfll 2) ; 
- 7 7 - v 3 * Tff fe^#Offiltfl'*#Jt *f^*1"* K , #-*ft<0 B TOifri 

i-*«-f©»owoi-'<roe«*E)ifl«ufl'«i-*xii (xfii 3) ; 

7<f (FP) li, 3f^M©7r-73*7ffe (fa, f b) 

yf-T*^*rwftt*L<, ^o±aoi^E^l7>S^#^*^^SE^^^^^ , '^) (X 
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m l 4 ) ; 

*;wora^3- Klc^ji?^T^I*?*l2>¥^)^7^ 7#-7'J >YZ 

Toa6e*ttWH<Oiirffiiar*^7 , 'J ^^jtllCt^O?^ 7#-7'J 7 hon l^-> 
a y) (igi 4) ; 

>J ** > K« J6* ^ - K#»ft4Xg (XII 15); 

(fa, f b) t#J6i-4Eltfl'**»Kfl9KJfc«-J-*, 
1"*Xg (Xfl 16) 

-*HJltt»A*tM-#-4K5-»t«l!6UJ:»), #J8Wfc#* (mo 1 1) fctt1-**Jt*>o 
«'ftfF£>\ «fg«W«*J*T?*4 nr«&&7^75 "J -©t'CTW (mo 1 2 
) £«1"&XfI (Xfll 7) , 

-IBKUeT^yJfeii, *f-*>a-c*»>, -Hfir^ii, *ttfc**L*it ; 

^ 7- 4 Sr 1" * tz tb , #SU 475? ^tt JB ? ti * i £ ; 

K K *X7r- HS^ff h77-;Wi> 7-*>"C 

- ^EiiM* s %I -C* ^ 1 - * * ftSE* h tz t> <D , m 4 * fttt* it £ *3 tt * IS ^ W 

- ftx * ;l (O & {*» ^ K # L T {J ffi - CO $MBeS £ * i t tf^U o ft -X * ;p ^ 

1 2 ] KJfcftyn 7 4 - 2 co^#mi£^<7) * y 7 U > ^'comr 
1 1 (5iilfi^S£>Wi>i:* 7'j h 7 ^X7 * - 7- ^^*, 

«1~1 1 O^t'ft^ 1 JRf£$cO?j& 0 

IM13] ^$Sv^M«**at*«, h'J^ (F'ia-Ky'JJV) 7f-;wS£-C 

l ~ l 2m>f ft*iflS*o*tto 

££<fc£#mi:1-&> Mil - 1 3 <0V>-f*iri*l 

[1*916] $*Lfc«ito-&^ wmz&zyjy'? 1 ) -frhmmzii. 



(5) 



JP 2001-521943 AS 2006.1.12 



£#® 1 1" & , BT figtt * & 3 > tf t HJ 7 ;i>4lft tl<7) 9 -f 7* 7 y - o 

7'u-^-<7)tz£><Dfrl-tmi-k IX<7)7 4 *S if — 7° x ) > h*>ttffl 0 

[1112 1] IS 4 Kg 3 it* -test (I) A 14, C = CK C = SXfiC 

H-0H^$L; nS0 f m»4, ffilCiut, 1, 2 Xfi 3 "C* D , A r 14, 

[IM2 2] H7 t*?*L*-ittA (II) Yt4, 0, NXf±CH2-C& 
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